Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.009 Å; R factor = 0.052; wR factor = 0.137; data-to-parameter ratio = 6.7.
Related literature
For related literature, see: Hema et al. (2003 Hema et al. ( , 2004 .
Experimental
Crystal data C 20 H 17 N 3 M r = 299.37 Monoclinic, Cc a = 11.090 (4) Å b = 11.140 (2) Å c = 51.061 (3) Å = 95.41 (3) V = 6280 (3) Å 3 Z = 16 Mo K radiation = 0.08 mm À1 T = 295 (2) K 0.40 Â 0.30 Â 0.12 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: none 16297 measured reflections 5538 independent reflections 3417 reflections with I > 2(I) R int = 0.050 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.136 S = 1.01 5538 reflections 831 parameters 2 restraints H-atom parameters constrained Á max = 0.15 e Å À3 Á min = À0.14 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
Cg1 is the centroid of the benzene ring C2-C7 and Cg2 is the centroid of the five-membered ring N2/C9/C8/C15/C14. (3) 157 (1) Symmetry codes: (i) x À 1 2 ; y À 1 2 ; z; (ii) x; y À 1; z.
Figures Fig. 1 . The four independent molecules in the asymetric unit of (I) and atom-labeling scheme with the displacement ellipsoids drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 1.372 (7) C64-C65 1.386 (7) C24-H24A 0.9300 C64-H64A 0.9300 C25-C26 1.369 (7) C65-C66 1.365 (7) C26-C27 1.383 (7) C66-C67 1.368 (8) C26-H26A 0.9300 C66-H66A 0.9300 C27-H27A 0.9300 C67-H67A 0.9300 C28-C35 1.369 (7) C68-C69 1.361 (7) C28-C29 1.376 (7) C68-C75 1.390 (7) supplementary materials sup-10 C29-C30 1.397 (8) C69-C70 1.411 (8) C30-C31 1.356 (8) C70-C71 1.358 (9) C30-H30A 0.9300 C70-H70A 0.9300 C31-C32 1.396 (8) C71-C72 1.388 (9) C31-H31A 0.9300 C71-H71A 0.9300 C32-C33 1.345 (7) C72-C73 1.329 (8) C32-H32A 0.9300 C72-H72A 0.9300 C33-H33A 0.9300 C73-H73A 0.9300 C34-C35 1.378 (7) C74-C75 1.375 (7) C34-C36 1.432 (7) C74-C76 1.430 (7) C35-H35A 0.9300 C75-H75A 0.9300 C36-C37 1.388 (7) C76-C77 1.374 (7) (8) 119 (1) N7-H7B···Cg1 i 0.86 2.83 (1) 3.673 (2) 169 (1) C57-H57A···Cg2 ii 0.93 2.98 (1) 3.852 (3) 157 (1) Symmetry codes: (i) x−1/2, y−1/2, z; (ii) x, y−1, z.
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